Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.007 Å; R factor = 0.060; wR factor = 0.105; data-to-parameter ratio = 13.9.
The asymmetric unit of the title compound, 4C 3 H 2 N 2 O 4 ÁC 6 H 6 , contains two independent dinitropyrazole molecules and half a benzene solvent molecule, which lies on a crystallographic inversion centre. Each pyrazole ring is essentially planar (mean deviations of 0.009 and 0.002 Å ), with the two nitro groups rotated out of the plane [dihedral angles = 11.7 (2)/ 31.1 (1) and 21.8 (2)/25.0 (1) for the two molecules].
Related literature
For the biological properties of polynitropyrazoles, see: Alejandre-Durá n et al. (Alejandre-Durán et al., 1986; Grigor'ev et al., 1998; Xuan et al., 1999) . Recently, these so called "high energy density materials" have attracted renewed attention because of their favorable detonation performance (Keshavarz et al., 2007; Zaitsev et al., 2009) . As a potential candidate, 3,4-dinitropyrazole was synthesized by the nitration of pyrazole (Katritzky et al., 2005) . Here we report the crystal structure of the title compound, the benzene solvate 4(C 3 H 2 N 2 O 4 ). C 6 H 6 (I).
In the crystal structure of (I) (Fig. 1) , the nitro groups are twisted with respect to the pyrazole plane, making dihedral angles of 11.7° (N1/O1, O2), 31.1° (N2/O3, O4) (molecule A) and 21.8° (N5/O5, O6), 25.0° (N6/O7, O8) (molecule B).
Experimental
The title compound was prepared by the nitrification of pyrazole according to the literature method (Katritzky et al., 2005) .
Single crystals suitable for X-ray diffraction were obtained by evaporation of a solution of the compound in benzene at room temperature.
Refinement
All H atoms were positioned geometrically and treated as riding, with C-H bond lengths constrained to 0.95 Å and U iso (H) = 1.2U eq (C), and the N-H bond = 0.87 Å and U iso (H) = 1.5U eq (N). Primary atom site location: structure-invariant direct methods Extinction coefficient: 0.0081 (6) 
Special details

